Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.093; wR factor = 0.242; data-to-parameter ratio = 19.2.
Related literature
The title compound is an intermediate in the synthesis of 9phenylcarbazole-based optical materials, see: Oliveira et al. (2005) . For the synthesis of the title compound, see: Wong et al. (2005 Wong et al. ( , 2006 The central structural element of the title compound is a carbazole moiety substituted with two pinacolbronic ester at 3, 6-positions and a phenyl attached to atom N9. The carbazole moiety is essentially planar (maximum deviation=0.057 Å).
The carbazole plane is inclined to the phenyl ring planes at dihedral angle of 115.0 (3)°. The C-B distances fall in the range to 1.550 (4) Å, consistent with the literature (Allen et al., 1987) .The crystal packing is stabilized by van der Waals forces.
Experimental
To a solution of 5,8-dibromo-1-phenylcarbazole (400 mg, 1 mmol) in THF (15 ml) at -78°C was added 1.87 ml (3 mmol) of n-butyllithium (1.6 M in hexane). The mixture was stirred at -78°C for 2 h. 0.4 ml (2 mmol) of 2-isopropoxy-4,4,5,5-tetramethyl-[1,3,2]-dioxaborolane was added rapidly to the solution, and the resulting mixture was warmed to room temperature and stirred for 8 h. The mixture was poured into water and extracted with dichloromethane. The organic extracts were washed with brine and dried over magnesium sulfate. The solvent was removed by rotary evaporation, and recrystallization was made in a mixture of n-pentane/hexane to afford 356 mg (72%) of product as a whitesolid. The structure was confirmed by FTIR, 1 H NMR and MS. Single crystals suitable for crystallographic analysis were obtained by slow evaporation of a ethanol/dichloromethane (1:1v/v) solution.
Refinement
All H atoms attached to C atoms were fixed geometrically and treated as riding with C-H = 0.96 Å(methyl) and C-H = 0.93 Å (aromatic) with Uĩso~(H) = 1.2U~eq~(aromatic) and Uĩso~(H) = 1.5U~eq~(methyl). (2) 0.11098 (7) 0.0454 (6) N1 0.61593 (15) 0.8121 (2) 0.08578 (6) 0.0517 (6) C5 0.64049 (18) 0.7510 (2) 0.11878 (7) 0.0475 (6) C6 0.51688 (17) 0.8061 (2) 0.08084 (7) 0.0461 (6) C7 0.68001 (18) 0.8756 (2) 0.06208 (7) 0.0465 (6) (4) 
